Evaluation of incremental correlation energies for open-shell systems: application to the intermediates of the 4-exo cyclization, arduengo carbenes and an anionic water cluster.
A fully automated procedure for incremental closed-shell CCSD calculations has been extended to open-shell cases tractable with the restricted open-shell CCSD method. It is demonstrated that for monoradical intermediates of the 4-exo cyclization, the triplet state of Arduengo carbenes as well as for water cluster anions chemical accuracy can be reached with respect to the error introduced by the local correlation treatment. Finally, it is shown that the computationally less demanding evaluation of higher-order increments in a smaller basis set does not lead to significant errors.